List of supporting information
. Optimized structure of 1-phenyl-2-thiourea (PTU) in gas phase using B3LYP/6-311G(d,p).
Stable Neutral form C6H5-NH-CS-NH2
C -0.58397700 0.40623300 0.10459700 C -0.92660200 -0.90547200 0.44557500 C -2.25710400 -1.30749600 0.37125600 C -3.25612900 -0.42270600 -0.02767900 C -2.91360200 0.88669000 -0.35645300 C -1.58745900 1.29811800 -0.29417400 Table S2 . Optimized structure of 1,3-diisopropyl-2-thiourea (ITU) in gas phase using B3LYP/6-311G(d,p). Table S3 . Optimized structure of protonated N-phenylthiourea in gas phase using B3LYP/6-311G(d,p). Table S4 . Optimized structure of protonated N-phenylthiourea in gas phase using B3LYP/6-311G(d,p).
Stable Neutral form (CH3)2CH-NH-CS-NH-CH(CH3

PTU is protonated at S18 atom C6H5-NH-CSH-NH2
ITU is protonated at S1 atom (CH3)2CH-NH-CSH-NH-CH(CH3)2
S -0.08189100 1.62054700 -0.79902300 N 1.14370200 -0.58004200 0.23501900 N -1.15547700 -0.63873600 0.07231300 C 2.54030800 -0.18356300 -0.10559200 C -0.00539300 0.00493700 -0.09236100 C 3.32321900 -1.45149800 -0.45035200 C 3.17702100 0.60703800 1.04077500 H 2.47698200 0.43385200 -1.00356300
